cc-pVTZ computational level. Charge (e) of the nitryl derivative within the complexes calculated with the AIM method at MP2/aug-cc-pVTZ computational level and donation from the Y electron donor to the O-N antibonding orbital (kJmol -1 ) at B3LYP/aug-cc-pVTZ level.
- Table S4 .  N chemical shifts (ppm) for NO 2 X monomers and complexes at MP2/augcc-pVTZ level.
- - Fig. S2 . Molecular graphs obtained with AIM theory for all the XNO 2 complexes.
- Fig. S3 . NCI plot of the non-covalent interaction all the complexes. Blue areas are those with >0 (strong attractive), while green ones correspond to  ≈ 0 (weak).
isone of the three eigenvalues of the electron-density Hessian with λ1 ≤ λ2 ≤ λ3.
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